Statistical Assessment of QC Metrics on Raw LC-MS/MS Data.
Data quality assessment is important for reproducibility of proteomics experiments and reusability of proteomics data. We describe a set of statistical tools to routinely visualize and examine the quality control (QC) metrics obtained for raw LC-MS/MS data on different instrument types and mass spectrometers. The QC metrics used here are the identification free QuaMeter metrics. Statistical assessments introduced include (a) principal component analysis, (b) dissimilarity measures, (c) T 2-chart for quality control, and (d) change point analysis. We demonstrate the workflow by a step-by-step assessment of a subset of Study 5 for the Clinical Proteomics Technology Assessment for Cancer (CPTAC) using our R functions.